Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.033; wR factor = 0.083; data-to-parameter ratio = 7.8.
In the title compound, C 22 H 28 N 2 O 2 ÁH 2 O, rings B and C adopt chair conformations. Ring A adopts an envelope conformation, with the non-fused C atom adjacent to the fused C atom bearing a methyl group as the flap atom. Ring D also adopts an envelope conformation, with the fused C atom not bearing a methyl group as the flap atom. The water molecule links the molecules via O-HÁ Á ÁO and O-HÁ Á ÁN hydrogen bonds, forming zigzag chains which run parallel to the c axis. Weak C-HÁ Á ÁO interactions also occur.
Related literature
For background information on steroid activity, see: Duax & Norton (1975) . For conformational analysis, see: Altona et al. (1968) ; Cremer & Pople (1975) . For details of the determination of the absolute configuration, see: Bansal et al. (2012) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). supplementary materials . E68, o2345 [doi:10.1107/S1600536812029479] 16α,17α-Epoxy-17β-(1H-imidazol-1-yl)androst-4-en-3-one monohydrate A. G. Anitha, R. Hema, Ranju Bansal, Sridhar Thota and S. Rizwana Begum
Comment
It is well known that minor changes in the basic composition of steroids significantly alter their biological activities (Duax and Norton, 1975) .
The structure determination of C 22 H 28 N 2 O 2 .H 2 O , (I), was undertaken to investigate the conformation of the fused ring system. The puckering parameters in (I), ring-B: Q = 0.534 (2) Å, θ = 3.9 (2)°, ring-C: Q = 0.589 (2) Å, θ = 6.19 (19)°; (Cremer and Pople, 1975) show that rings B and C adopt chair confomation. The C4-C5-(Csp2-Csp2) distance of 1.336 (3) Å confirms the localization of a double bond at this position. Due to this double bond the environment of atom C5 is planar, and hence ring A is slightly distorted towards an envelope conformation with puckering parameters, Q = 0.435 (3) Å, θ = 56.4 (4)°, φ = 18.7 (4)°, with C1 being the flap. The five-membered ring-D exhibits an envelope conformation, with C14 being the flap, with pseudorotation parameter (P =14.7 (3)° and τ =38.7 (1)°), (Altona et al., 1968) . The dihedral angle between the plane of imidazole moiety and the mean plane of rings A, B, C and D is 11.83 (9)°.
The substitution of O2 between C17 and C16 does not affect the normal value of exocyclic angle of C16-C17-N1(121.8 (2)°). The water molecule links the molecules, via O3-H31···N2(within the asymmetric unit) and O3-H32···O1(3/2-x,2-y,-1/2+z hydrogen bonds, to form a zig-zag chains which run parallel to the c-axis. molecules. The molecular packing is also stabilized by weak C20-H20···O3( 1-x,-1/2+y,-1/2-z)) intermolecular interactions. Details of the determination of the absolute configuration can be found in (Bansal, et al. 2012) .
Experimental
A mixture of imidazole(1 g, 2.75 mmol) and anhydrous potassium carbonate(1 g) was stirred and refluxed in ethyl methyl ketone(50) ml for one hour. 16α/β-bromo-4-androstene-3, 17-dione(0.4 g, 1.09 mmol) was added to the reaction mixture and further refluxed for 3 h with continous stirring. The completion of reaction was monitored by TLC. The slurry was cooled, filtered and excess of solvent was removed under reduced pressure to obtain an oily residue. Iced water was added to the oily residue and it was allowed to stand overnight. The solid obtained was filtered, washed with water, dried and crystallized from acetone and hexane to afford the title compound(0.25 g, 64.78%), mp 419-420K.
Refinement
All H atoms attached to C atoms were refined as riding atoms. The methyl H atoms were constrained to an ideal geometry (C-H = 0.98 Å) with U iso (H) = 1.5U eq (C), but were allowed to rotate freely about the C-C bonds. All remaining H atoms were placed in geometrically idealized positions (C-H = 0.95-1.00 Å) with U iso (H) = 1.2U eq (C). The water H atoms, which were initially located on a difference Fourier map. The O-H distance was then restrained to a distancet of 0.900 (2)Å and then, in the final stages of the refinement, refined as riding atoms with U iso (H) = 1.5U eq (O).
These positions were checked in a final difference Fourier and found to be satisfactory. View of the zig-zag hydrogen bonded chain running parallel to the c-axis.
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Crystal data Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (

